3 0 0 0 ,6 0 0 0 -Bis(diethylamino)-2-(2-hydroxyethylamino)spiro[isoindoline-1,9 0 0 0xanthen]-3-one Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.051; wR factor = 0.130; data-to-parameter ratio = 12.9.
In the title molecule, C 30 H 36 N 4 O 3 , the dihedral angle between the planes of the xanthene and spirolactam rings systems is 88.69 (4) . Both C atoms of one of the ethyl groups are disordered over two sites with occupancies 0.72 (2)/0.28 (2). The conformation of the molecule may be influenced by two intramolecular hydrogen bonds.
Related literature
For related literature, see: Zhang et al. (2007) ; Wu et al. (2007) ; Bae & Tae 2007 
Data collection
Bruker SMART APEXII diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2005) T min = 0.849, T max = 0.900 (expected range = 0.924-0.979) 17363 measured reflections 4620 independent reflections 2841 reflections with I > 2(I) R int = 0.064 Refinement R[F 2 > 2(F 2 )] = 0.050 wR(F 2 ) = 0.129 S = 1.00 4620 reflections 359 parameters 13 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.21 e Å À3 Á min = À0.20 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) . Financial support in part by the Natural Science Foundation of China (20376010 and 20472012) and Shanxi Scholarship Council of China (200310) is gratefully acknowledged. Fig. 1 . The molecular structure of (I), showing the atom-numbering scheme and displacement ellipsoids at the 30% probability level. H atoms bonded to C atoms have been omitted and the disorder is not shown.
Figures
3',6'-Bis(diethylamino)-2-(2-hydroxyethylamino)spiro [isoindoline-1,9'-xanthen Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) O1 0.02779 (11) 0.63551 (12) 0.15665 (9) 0.0590 (5) (17) H17A-C17-H17C 109.5 C6-C1-C2 122.7 (2) H17B-C17-H17C 109.5 O1-C1-C2 114.11 (19) N2-C18-C19 115.1 (2) C1-C2-C3 121.0 (2) N2-C18-H18A 108.5 C1-C2-H2A 119.5 C19-C18-H18A 108.5 C3-C2-H2A 119.5 N2-C18-H18B 108.5 N1-C3-C2 120.7 (2) C19-C18-H18B 108.5 N1-C3-C4 122.4 (2) H18A-C18-H18B 107.5 C2-C3-C4 116.86 (19) C18-C19-H19A 109.5 C5-C4-C3 120.5 (2) C18-C19-H19B 109.5 C5-C4-H4A 119.8 H19A-C19-H19B 109.5 C3-C4-H4A 119.8 C18-C19-H19C 109.5 C4-C5-C6 123.2 (2) H19A-C19-H19C 109.5 C4-C5-H5A 118.4 H19B-C19-H19C 109.5 C6-C5-H5A 118.4 N2-C20-C21 114.2 (2) C1-C6-C5 115.73 (18) N2-C20-H20A 108.7 C1-C6-C7 121.66 (19) C21-C20-H20A 108.7 C5-C6-C7 122.61 (18) N2-C20-H20B 108.7 N3-C7-C8 110.47 (16) C21-C20-H20B 108.7 N3-C7-C6 111.84 (16) H20A-C20-H20B 107.6 C8-C7-C6 110.36 (16) C20-C21-H21A 109.5 N3-C7-C26 98.86 (15) C20-C21-H21B 109.5 C8-C7-C26 110.30 (17) H21A-C21-H21B 109.5 C6-C7-C26 114.52 (17) C20-C21-H21C 109.5 C13-C8-C9 115.6 (2) H21A-C21-H21C 109.5 C13-C8-C7 122.46 (18 (2) 
